Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.034; wR factor = 0.085; data-to-parameter ratio = 15.3.
The title compound, C 7 H 9 N 3 O 2 , was prepared by alkaline hydrolysis of ethyl 1-allyl-3-amino-1H-pyrazole-4-carboxylate. The crystal structure is stabilized by three types of intermolecular hydrogen bond (N-HÁ Á ÁO, N-HÁ Á ÁN and O-HÁ Á ÁN).
Related literature
For details of the biological activities of pyrazole derivatives, see: Malhotra et al. (1997) ; Takao et al. (1994) ; Wang et al. (2005) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Malhotra et al., 1997; Takao et al., 1994) . Some of these compounds such as pyrazosufuron have been sold as agrochemicals (Wang et al., 2005) .
Here we report the synthesis and crystal structure of the title compound, 1-allyl-3-amino-1H-pyrazole-4-carboxylic acid (Fig. 1) . The crystal packing (Fig. 2) is stabilized by the intermolecular hydrogen bonds (Fig. 2 & Table 1 ).
The mixture of ethyl 1-allyl-3-amino-1H-pyrazole-4-carboxylate (1.95 g, 10 mmol) in THF-MeOH (50 ml, v/v = 1/1) with 2.5N NaOH(25 ml) was heated at 333 K for 4 h. The solvent was removed under reduced pressure and the residue was acidified with 6N HCl at 273 K. A gray solid was precipitated, filtered, and washed with water. Single crystals suitable for X-ray diffraction were obtained by recrystallization of the title compound in ethanol. Primary atom site location: structure-invariant direct methods Extinction correction: none
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
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